Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.043; wR factor = 0.122; data-to-parameter ratio = 12.5.
The molecule of the title compound, C 8 H 6 N 2 OS 2 , has a V shape with two five-membered rings attached to a methylene C atom. All non-H atoms are approximately coplanar (r.m.s. deviation = 0.096 Å ). In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds into layers. The thiophene ring is disordered over two positions; the major orientation has an occupancy of 0.683 (3). is there an intramolecular N-H...S bond?
Related literature
For two 5-aryl-2-thioxoimidazolin-4-ones, see: Chowdhry et al. (2000) ; Książek et al. (2009) Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CrysAlis PRO (Agilent, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Comment
The crystal structures of only a small number of 5-aryl-2-thioxoimidazolidin-4-ones have been reported, with that of the phenyl homolog been described only recently. The bond dimensions of the parent compound are used to explain the nature of the products of its cycloaddition reaction (Książek et al., 2009) . The 2-pyridyl derivative is also a flat molecule (Chowdhry et al., 2000) The thienyl analog (Scheme I) is similarly planar (r.m.s. deviation 0.096 Å). The molecule has a somewhat butterfly shape with the two five-membered rings attached to the methylene carbon (Fig. 1) . The -NH-unit at the 4-position (of one ring) points towards the S atom in the 2-position (of the other ring); however, the interaction is too weak to lock the molecule so that the thienyl ring is able to adopt two orientations. Two molecules are linked by an N-H···O hydrogen bond across a center-of-inversion to form a dimer.
Experimental
Thiophene-2-carboxaldehyde (1.10 g, 10 mmol) in ethanol (20 ml) was added to a solution of the 2-thiohydantoin (1.16 g,10 mmol) in 20% ethanolic potassium hydroxide (20 ml). The mixture was stirred for 6 h. The mixture was then poured into water (200 ml). The precipitate that separated when this was acidified with 10% hydrochloric acid was collected and recrystallized from ethanol.
Refinement
H-atoms were placed in calculated positions [C-H 0.95 0.98 and N-H 0.88 Å; U iso (H) 1.2U eq (C,N)] and were included in the refinement in the riding model approximation.
The thienyl ring is disordered over two positions; pairs of bond distances were restrained to within 0.01 Å of each other, and the displacement parameters of the overlaying atoms were set to be equal. The major disorder component refined to
The intensity measurements are complete to 95%; however, they are 100% complete at a 2θ limit of 135 °. 0.0127 (7) 0.0198 (7) 0.0184 (5) −0.0001 (5) −0.0058 (5) −0.0018 (4) O1 0.0122 (7) 0.0315 (9) 0.0211 (9) −0.0048 (6) −0.0035 (6) −0.0068 (7) N1 0.0139 (8) 0.0223 (9) 0.0131 (9) −0.0046 (7) −0.0041 (7) −0.0020 (7) N2 0.0108 (8) 0.0213 (9) 0.0129 (9) −0.0026 (6) −0.0037 (7) −0.0013 (7) C1 0.0149 (10) 0.0173 (9) 0.0154 (11) −0.0047 (7 Geometric parameters (Å, °) S1-C1 1.660 (2) C5-C6 1.380 (13) S2-C5 1.706 (9) C6-C7 1.433 (13) 
